Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.044; wR factor = 0.129; data-to-parameter ratio = 14.4.
The asymmetric unit of the title compound, C 16 H 14 N 2 , contains two independent molecules in which the dihedral angles between the pyrimidine and naphthaline rings are 38.20 (5) and 39.35 (5) . Intermolecular C-HÁ Á Á contacts andstacking interactions [centroid-centroid distances = 3.766 (1) and 3.792 (1) Å ] are present in the crystal structure.
Related literature
For cyclometalated Ir(III) complexes, see: Chen et al. (2010) ; Talarico et al. (2010) ; Xu et al. (2011) ; Yang et al. (2006) . For the synthesis, see: Wang et al. (2011) . 
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.965, T max = 0.979 18638 measured reflections 4733 independent reflections 3442 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.044 wR(F 2 ) = 0.129 S = 1.06 4733 reflections 329 parameters H-atom parameters constrained Á max = 0.24 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1, Cg2, Cg5 and Cg6 are the centroids of the N1/N2/C11-C14, C1/C2/C7-C10, N3/N4,C27-C30 and C17-C21/C26 rings, respectively. Data collection: APEX2 (Bruker, 2004) ; cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009 (Chen et al., 2010; Talarico et al., 2010) . In contrast to the most phenylpyridine ligands, few examples of naphthalenylpyrimidine iridium complexes have been reported Yang et al., 2006) . The title compound was obtained from the Suzuki coupling reaction with 1-naphthaleneboronic acid and 2-iodo-4,6-dimethylpyrimidine.
The crystal structure analysis of the title compound revealed that the asymmetric unit consists of two independent molecules ( Fig. 1 ). The pyrimidine ring and naphthaline ring are not coplanar with the dihedral angles of 38.20 (5)°a nd 39.35 (5)°. All the bond distances and angles are within normal ranges. In the crystal of title compound there exist intermolecular C-H···π interactions (Table 1 ) and π-π stacking interactions [centroid-centroid distances Cg1 (N1,C11,N2,C12,C13,C14)···Cg7 ii (C21-C26) and Cg3 (C2-C7)···Cg5 iii (N3,C27,N4,C28,C29,C30) are 3.7659 (12) and 3.7915 (12) Å, the perpendicular distances Cg1 on Cg7 ii and Cg3 on Cg5 iii are 3.4761 (7) and 3.5318 (8) Å, respectively;
[symmetry codes: ii = 1 -x, 1/2 + y, 1/2 -z; iii = -x, 1/2 + y, 1/2 -z] (see also Table 1 ). Cg2 and Cg6 are the centroids of the six-membered rings of the independent naphthyl units (C1,C2,C7,C8,C9,C10) and (C17 -C21,C26), respectively.
Experimental
The title compound was obtained from the coupling reaction of 1-naphthaleneboronic acid and 2-iodo-4,6-dimethylpyrimidine as described in literature and recrystallized from dichloromethane-petroleum ether solution at room temperature to give the desired crystals suitable for single-crystal X-ray diffraction.
Refinement
H atoms attached to C atoms of the title compound were placed in geometrically idealized positions and treated as riding with C-H distances constrained to 0.93-0.96 Å, and with U iso (H)=1.2 . U eq (C), 1.5 . U eq (methyl H). Atomic displacement parameters (Å 2 )
0.0340 (9) 0.0402 (10) 0.0421 (10) 0.0027 (7) 0.0125 (7) 0.0004 (8) C2 0.0324 (8) 0.0386 (10) 0.0423 (10) 0.0043 (7) 0.0119 (7) 0.0018 (7) (14) 0.0560 (12) −0.0050 (10) 0.0115 (9) −0.0046 (10) C17 0.0349 (9) 0.0390 (9) 0.0348 (9) 0.0030 (7) 0.0143 (7) 0.0021 (7) C18 0.0406 (9) 0.0518 (11) 0.0356 (9) 0.0068 (8) 0.0108 (8) −0.0008 (8) C19 0.0510 (11) 0.0490 (11) 0.0377 (10) 0.0040 (9) 0.0179 (8) −0.0056 (8) C20
0.0470 (10) 0.0450 (11) 0.0468 (10) 0.0067 (8) 0.0251 (8) −0.0020 (8) C21
0.0360 (9) 0.0390 (10) 0.0433 (10) 0.0033 (7) 0.0190 (8) 0.0053 (7) C22 0.0404 (10) 0.0549 (12) 0.0557 (12) 0.0135 (9) 0.0182 (9) 0.0046 (9) C23 0.0373 (10) 0.0699 (14) 0.0528 (12) 0.0095 (10) 0.0061 (9) 0.0055 (10) C24 0.0425 (10) 0.0611 (13) 0.0412 (10) −0.0032 (9) 0.0086 (8) −0.0025 (9) C25 0.0380 (9) 0.0453 (10) 0.0418 (10) 0.0000 (8) 0.0159 (8) −0.0017 (8) C26
0.0340 (8) 0.0365 (9) 0.0366 (9) 0.0012 (7) 0.0169 (7) 0.0035 (7) C27 0.0333 (8) 0.0366 (9) 0.0375 (9) 0.0001 (7) 0.0121 (7) −0.0011 (7) C28 0.0379 (9) 0.0501 (11) 0.0412 (10) 0.0036 (8) (9) 0.0482 (9) −0.0011 (7) 0.0158 (7) −0.0022 (7) N2 0.0426 (8) 0.0431 (9) 0.0499 (9) 0.0018 (7) 0.0200 (7) 0.0003 (7) (7) 0.0159 (6) 0.0019 (7) Geometric parameters (Å, °) Hydrogen-bond geometry (Å, °)
Cg1, Cg2, Cg5 and Cg6 are the centroids of the N1/N2/C11-C14, C1/C2/C7-C10, N3/N4,C27-C30 and C17-C21/C26 rings, respectively. supplementary materials sup-9 Fig. 1 
